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Figure S1. 3D overlaid representation of 11H (carbon in yellow), 11J (carbon in plum) and Δ9-
THC (carbon in cyan) against the CB2 receptor. The key residues are shown in ball and stick model 
(carbon in grey).
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Figure S2. The Root Mean Square Fluctuation (RMSF) plot based on Cα atoms of the CB1 receptor. Protein 

residues that interact with the 11J is marked with green vertical bars.

Figure S3. The Root Mean Square Fluctuation (RMSF) plot based on Cα atoms of the CB2 receptor. Protein 

residues that interact with the 11J are marked with green vertical bars.
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Figure S4. The Root Mean Square Fluctuation (RMSF) plot based on Cα atoms of the CB2 receptor. Protein 

residues that interact with the 11H is marked with green vertical bars.
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Figure S5a. 1H NMR spectra of compound 11A
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Figure S5b. 13C NMR spectra of compound 11A
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Figure S5c. DEPT-135 NMR spectra of compound 11A
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Figure S5d. HR-MS of compound 11A
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Figure S6a. 1H NMR spectra of compound 11B
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Figure S6b. 13C NMR spectra of compound 11B
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Figure S6c. DEPT-135 NMR spectra of compound 11B
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Figure S6d. HR-MS of compound 11B
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Figure S7a. 1H NMR spectra of compound 11C
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Figure S7b. 13C NMR spectra of compound 11C
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Figure S7c. DEPT-135 NMR spectra of compound 11C
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Figure S7d. HR-MS of compound 11C
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Figure S8a. 1H NMR spectra of compound 11D
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Figure S8b. 13C NMR spectra of compound 11D
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Figure S8c. DEPT-135 NMR spectra of compound 11D
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Figure S8d. HR-MS of compound 11D
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Figure S9a. 1H NMR spectra of compound 11E
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Figure S9b. 13C NMR spectra of compound 11E
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Figure S9c. DEPT-135 NMR spectra of compound 11E
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Figure S9d. HR-MS of compound 11E
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Figure S10a. 1H NMR spectra of compound 11F

O

HO

CF3

H

H

11F



S26

Figure S10b. 13C NMR spectra of compound 11F
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Figure S10c. DEPT-135 NMR spectra of compound 11F
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Figure S10d. HR-MS of compound 11F
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Figure S11a. 1H NMR spectra of compound 11G
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Figure S11b. 13C NMR spectra of compound 11G
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Figure S11c. DEPT-135 NMR spectra of compound 11G
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Figure S11d. HR-MS of compound 11G

O

HO

Cl

H

H

11G



S33

Figure S12a. 1H NMR spectra of compound 11H
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Figure S12b. 13C NMR spectra of compound 11H
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Figure S12c. DEPT-135 NMR spectra of compound 11H
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Figure S12d. HR-MS of compound 11H

O

HO

O

H

H

11H



S37

Figure S13a. 1H NMR spectra of compound 11I
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Figure S13b. 13C NMR spectra of compound 11I
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Figure S13c. DEPT-135 NMR spectra of compound 11I
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Figure S13d. HR-MS of compound 11I
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Figure S14a. 1H NMR spectra of compound 11J
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Figure S14b. 13C NMR spectra of compound 11J
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Figure S14c. DEPT-135 NMR spectra of compound 11J
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Figure S14d. HR-MS of compound 11J
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Figure S15a. 1H NMR spectra of compound 11K
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Figure S15b. 13C NMR spectra of compound 11K
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Figure S15c. DEPT-135 NMR spectra of compound 11K
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Figure S15d. HR-MS of compound 11K
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